Key indicators: single-crystal X-ray study; T = 93 K; mean (C-C) = 0.004 Å; R factor = 0.050; wR factor = 0.134; data-to-parameter ratio = 9.0.
The title compound, C 14 H 9 N, is the second crystallographically characterized example of an ynamine with an H atom in the Cterminal position. There are two independent molecules (A and B) in the asymmetric unit. The structures of both molecules are essentially planar (r.m.s. deviation = 0.0312 and 0.0152 Å ). The N-C sp bond lengths are 1.353 (4) and 1.350 (4) Å , and those of the acetylene bonds are 1.189 (4) and 1.190 (4) Å . The C sp -H bond lengths are 0.95 (5) and 0.97 (4) Å . These geometries are consistent with those of the previously reported ynamine characterized by crystallography. In the crystal, the molecules stack along the c axis, forming two kinds of columnar structures. The acetylene C atoms of molecule A have a short contact [3.341 (4) Å and 3.396 (4) Å ] with an adjacent molecule A at the C-C bond of the fused part, which originates instacking interaction; no remarkable spatial contact is recognized within the stacking of molecule B.
Related literature
For the preparation of the title compound, see: Cuniberti et al. (1996) . For the related structure of a diacetylene compound having 9-carbazolyl groups at both ends, see: Mayerle & Flandera (1978) . For the related structure of an ynamine compound that carrys an H atom at an acetylene terminal, see: Tabata & Okuno (2011) . For related structures of ynamine compounds, see: Galli et al. (1988 Galli et al. ( , 1989 ; Okuno et al. (2006) ; Tabata et al. (2012) .
Experimental
Crystal data C 14 H 9 N M r = 191.23 Orthorhombic, Pna2 1 a = 23.642 (5) Å b = 16.171 (4) Å c = 5.1523 (11) Å V = 1969.8 (8) Å 3 Z = 8 Mo K radiation = 0.08 mm À1 T = 93 K 0.15 Â 0.07 Â 0.04 mm
Data collection
Rigaku Saturn724+ diffractometer Absorption correction: numerical (NUMABS; Rigaku, 1999) T min = 0.994, T max = 0.997 16048 measured reflections 2515 independent reflections 2257 reflections with F 2 > 2(F 2 ) R int = 0.068 Refinement R[F 2 > 2(F 2 )] = 0.050 wR(F 2 ) = 0.134 S = 1.10 2513 reflections 279 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.19 e Å À3 Á min = À0.23 e Å À3
Data collection: CrystalClear (Rigaku, 2008) ; cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SIR92 (Altomare, et al., 1994) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: CrystalStructure (Rigaku, 2010 Å and 0.97 (4) Å, respectively. Although delocalization of lone pair of the N atoms is thought to shrink these bonds, the molecular geometries are consistent with those of the reported ynamines (Table 1) .
The molecules stack along the c axis, forming two kinds of columnar structures. The spatial contact between Molecules A is recognized within the columnar stack. The acetylenic carbons of C13 and C14 show the short contact with C7 i [Symmetry codes:(i) x, y, z -1.] and C12 i , where the distances of C13···C7 i and C14···C12 i are 3.341 (4) Å and 3.396 (4) Å, respectively, indicating π-π stacking interaction. While remarkable spatial contact is not recognized within the stacking of Molecule B.
Experimental
The title compound was prepared according to a published procedure (Cuniberti et al., 1996) . The purification of the compound was performed by gel permeation chromatography (GPC). The single crystals with sufficient quality for X-ray analysis were obtained by concentration of an ethereal solution in a refrigerator.
Refinement
Friedel pairs were merged because the molecule itself was achiral and because there were not any anomalous scattering effects. The C-bound H atoms except two C sp -H atoms were placed at ideal positions and were refined as riding on their parent C atoms. U iso (H) values of the H atoms were set at 1.2U eq (parent atom). The C sp -bound H atoms were obtained from a difference Fourier map and were refined isotropically without any restrictions.
Computing details
Data collection: CrystalClear (Rigaku, 2008) ; cell refinement: CrystalClear (Rigaku, 2008) ; data reduction: CrystalClear (Rigaku, 2008) ; program(s) used to solve structure: SIR92 (Altomare, et al., 1994) ; program(s) used to refine structure: supplementary materials sup-2 Acta Cryst. (2012) . E68, o828 SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: CrystalStructure (Rigaku, 2010) .
Figure 1
The asymmetric unit of the title compound with displacement ellipsoids drawn at the 50% probability level.
Figure 2
A view of the molecular stacking structure. [Symmetry codes: (i) x, y, z -1.]. 
9-Ethynyl-9H-carbazole
Special details Refinement. Refinement was performed using all reflections except for 2 with very negative F 2 . The weighted R-factor (wR) and goodness of fit (S) are based on F 2 . R-factor (gt) are based on F. The threshold expression of F 2 > 2.0 σ(F 2 ) is used only for calculating R-factor (gt).
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq N1 0.17927 (8) 0.32008 (12) 0.3093 (5) 0.0276 (5) (16) 1.0080 (7) 0.0335 (6) C23 0.46980 (11) 0.41830 (16) 1.1975 (7) 0.0371 (7) C24 0.42500 (11) 0.39549 (16) 1.3606 (6) 0.0363 (7) C25 0.39850 (10) 0.31955 (15) 1.3376 (6) 0.0322 (6) C26 0.41907 (10) 0.26691 (14) 1.1465 (6) 0.0281 (6) C27 0.35575 (11) 0.14677 (16) 1.1907 (6) 0.0329 (6) C28 0.31651 (11) 0.11167 (17) 1.2844 (7) 0.0391 (7) 
